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Computational results
To get some insight into the geometry of the triangle we performed force-field computations (MM+ as implemented in Hyperchem 7.52 ® , Hypercube, Inc.) and molecular dynamics simulations. For the computations, the long alkyl chains of ligand 6 were replaced by methyl groups and no symmetry constraints were set. Figure S8 : Representations of the energy-minimized structure of the scalene triangle T (syn); copper(I) ions -green, zinc(II) ion -white.
